LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF020222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126817.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.299 28 36 42 rVB 451376 592302 13.11% 1.609%
2 3.163 176 183 190 rBB 31915 49631 1.10% 0.135%
3 5.198 525 529 536 rVB 46449 56296 1.25% 0.153%
4 5.569 587 592 595 rBV 4073906 4249115 94.07% 11.546%
5 6.569 755 762 769 rBV 3678991 4516867 100.00% 12.274%
6 6.945 822 826 829 rBV 1176071 908888 20.12% 2.470%
7 6.998 829 835 841 rBV 126036 112357 2.49% 0.305%
8 7.510 916 922 925 rBV 2966472 2910544 64.44% @ 7.909%
9 8.128 1024 1027 1034 rBV 50926 94402 2.09% 0.257%
10 8.228 1040 1044 1047 rBV 1471683 1181698 26.16% 3.211%
11  9.304 1222 1227 1230 rBV 4674375 4324827 95.75% 11.752%
12 9.575 1268 1273 1277 rBV 146404 145025 3.21% 0.394%
13 9.692 1290 1293 1296 rBv2 47006 46939 1.04% 0.128%
14  9.986 1339 1343 1346 rBV 1691018 1342235 29.72% 3.647%
15 10.304 1392 1397 1402 rBV 43410 83206 1.84% 0.226%

16 10.780 1473 1478 1481 rBV 2637905 2675056 59.22%
17 10.886 1493 1496 1500 rVB2 43007 63265 1.40%
18 11.480 1593 1597 1600 rBV 1528572 1346182 29.80%
19 11.863 1658 1662 1665 rVB 640231 548744 12.15%
20 11.986 1681 1683 1687 rBV 88208 85301 1.89%

O R, WO N
(o))
Ul
(o]
R

21 12.551 1775 1779 1780 rBV 1705486 1384341 30.65%
22 12.574 1780 1783 1788 rVV 3933077 3850882 85.26% 10.464%

w
~
(o)}
N
R

23 12.615 1788 1790 1794 rVWV 99908 93338 2.07% 0.254%
24 12.657 1794 1797 1801 rVV 294686 242546  5.37% ©.659%
25 12.868 1830 1833 1837 rVB 122534 97235 2.15% ©.264%
26 13.068 1862 1867 1870 rBV 3937416 3541924 78.42% 9.624%
27 13.304 1905 1907 1910 rVB 71018 51594 1.14% 0.140%
28 14.092 2039 2041 2043 rBV 61498 46415 1.03% ©0.126%
29 14.121 2043 2046 2050 rVB 889202 755540 16.73%  2.053%
30 14.439 2097 2100 2102 rVB 68861 57473 1.27% 0.156%
31 14.751 2149 2153 2157 rBV 188536 190012 4.21% ©.516%
32 14.904 2176 2179 2184 rVB 46258 48164 1.07% 0.131%
33 15.256 2236 2239 2245 rBV 50602 56087 1.24% 0.152%
34 15.639 2299 2304 2313 rVB2 574589 805015 17.82%  2.187%
35 16.121 2382 2386 2391 rVB2 40287 60772 1.35% 0.165%
36 16.656 2471 2477 2483 rBV3 38528 77200 1.71% 0.210%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.292 2581 2585 2596 rVB4 23559 53502 1.18% ©0.145%
38 18.045 2707 2713 2723 rVBS 22446 56343 1.25% ©0.153%

Sum of corrected areas: 36801263
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF126817.D\data.ms
5.569
4000000
6.569
3000000 7.510
2000000
6.945
1000000
2.299
3.163 5.198 998
OW\\\‘\\\\’\\\\‘\\\\‘\\\/\\rv’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/‘MV_Y_Y_Y—TW\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF126817.D\data.ms
9.304
4000000 12.574 13.068
3000000
10.780
2000000 0.986 12,851
8.228 : 11.480
1000000
b 'ng 868
8.12 | 9%4%02 10.304 1% o S | B s
—— e — e A e e =S = e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF126817.D\data.ms
4000000
3000000
2000000
1000000 14.121
15.639
14.7
. 14. j{A}if§§k~\Af%go4 15.256 16.121 16.656 17.292 18.045
T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.299 13.03 ng 592302 1,4-Dichlorobenzene-d4 6.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance  Scan 36 (2.299 min): BF126817.D\data.ms (-28) (-) m/z 73.10 100.00%

73.1
5000
430 557 87.1 S G —
‘ ‘ ‘ 220 240 2.60
\\\‘\\\\‘\\\\‘\\\\“M\‘\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\\‘ m/z 43.05 25.8100
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T
43.0 220 240 260
0 550 87.0 m/z 87.10  24.52%
29.0 ‘ ‘
\\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4994: Pentane, 3-methoxy-
73.0
L B
220 240 260
5000 m/z 55.10 21.24%
45.0
29.0
“w"H"HMMH‘H‘w“_‘?%q‘Hyih“u“_‘;g%pu‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #838: N-Ethylformamide \ A
30.0 220 240 260
73.0 m/z 71.10  10.46%
5000
440 58.0
o |
m‘u‘\!‘ul\ HH{‘!M‘MHH‘HH‘\m‘\m‘\m‘\m‘ R oo
m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 2-Ethylhexyl mercaptoacetate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.575 2.16 ng 145025  Acenaphthene-di10 9.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 91
2 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 64
3 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 64
4 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 64
5 Decane, 4-methyl- 156 C11H24 002847-72-5 62
Abundance Scan 1273 (9.575 min): BF126817.D\data.ms (-1268) (-) m/z 57.10 100.00%
57.1
112.1 T T
35-& ‘ \8\70\ | 1451 1731 et
\H‘HHHH\‘\“ “\“‘1\\‘\“\‘\\\‘\H\“\‘\H"H\‘\’\ m/Z 71.10 88.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 1
9.50
29.0 112.0 m/Z 43.10 55.24%
‘ ‘ ‘ 83.0 |
\\\‘\‘\\\“‘\m\\ ‘\\‘}“\‘h\l\‘\\\‘\‘\\\\1‘4\‘5\.(\)\]-’6\479\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #234327: Oxalic acid, 2-ethylhexyl nonyl ester
57.0
T
9.50
5000 m/z 41.18  34.04%
29.0 85.0 112.0
“ 17‘1.0
L 1 1
L SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #217149: Oxalic acid, bis(2-ethylhexyl) ester — ‘
57.0 9.50
m/z 70.05 31.23%
5000
29.0 112.0
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentadecanoic acid, 14-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.863 8.15 ng 548744  Phenanthrene-d10 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 97
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1662 (11.863 min): BF126817.D\data.ms (-1658) (- m/z 74.00 100.00%
74.0
5000
43.0 — S
43.0
M || ot 1851 2272 gy, 1150 12.00
O‘MH‘wleﬂ‘mhﬁwu‘wh‘wu‘wu‘_H‘_H‘_H‘pu‘wu‘, m/z 87.00 69.42%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
5000, 43.0 o T
11.50 12.00
m/z 43.05 23.21%
Lo 190 o 2210 e
\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
— —
11.50 12.00
5000 m/z 55.08  19.19%
43.0
143.0
\‘\\\\’\\\\‘\\\\’\‘\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143572: Pentadecanoic acid, methyl ester — —
74.0 11.50 12.00
m/z 75.10 16.34%
5000
43.0

3.0
213 0 256.0
\L M‘ ‘\ ‘ Iy \1(\)\1 0 | \171 0 L |

m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.551 20.57 ng 1384340  Phenanthrene-d10 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 96
3 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 96
4 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95
5 12,15-Octadecadienoic acid, meth... 294 C19H3402 057156-97-5 93

Abundance Scan 1779 (12.551 min): BF126817.D\data.ms (-1775) (- m/z 67.00 100.00%

67.0
5000
09.1

0.1 12 50
\‘\‘ ‘H‘ I m” HH Hh ‘M\ ‘Hn‘ \h L ‘1‘87‘ ]‘- %29? ‘ ‘26‘3‘1‘29‘4“ m/z 81.10 88.85%

miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0

5000 T
12 50
09.0 95.05 57.17%
— “ | “M“ | ‘ H | H“ ‘u‘\ : H‘ \f “ —— ‘26‘2‘0 ‘29‘4‘.C
miz--> 50 150 200 250
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0
12 50
5000 m/z 55.85 53.03%
09.0 294.C
263.0
‘ ‘\M h“\‘\ “\‘ HH ‘h” ‘HH‘ \J\ ‘\\ ‘]1‘87‘ ? %299 S
miz--> 50 100 150 200 250
Abundance  #191907: ienoi i

7:11,14-Octadecadienoic acid, methyl ester ‘
67.0 12 50

m/z 82.05 47.65%

5000
09.0 294.C
290‘ H 0.0 263.0
\‘ | \H I : Al ‘hh i \h ,180.0 2200 \‘ I

miz--> 50 100 150 200 250 12,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (Z)-15-Octadecenoic acid me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.574 57.21 ng 3850880  Phenanthrene-d10 11.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 90
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 86
4 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 70
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 68

Abundance Scan 1783 (12.574 min): BF126817.D\data.ms (-1780) (-} | m/z 55.05 100.00%
55.0
8r.0
5000
=7
231  1ggp 2222 2643 12.50
g o L ‘h‘ 292 h/z 69.10  82.58%
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
5000 — ‘
41.0 264.0 12.50
10.0 o
m/z 74.00 79.20%
L] 20|
—— ‘\h‘ H [l H ‘H‘\‘H‘\\“H ‘ \\1850 “‘ - ‘2‘96c
miz--> 50 200 250 300
Abundance #194445: 9—Octadecen0|c acid, methyl ester, (E)-
55.0
97.0 — :
264.0 12.50 S
5000 ITI/Z 83.10 68.38%
470 1800 2220
296.C
15.0 L H‘H\“H‘H“L\ A | Iy e h‘ — L‘
miz--> 50 100 150 200 250 300
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester = ‘
55.0 12.50
m/z 41.10 57.37%
23.0
150 707, 1800 2220 2640005 l
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Butyl citrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.868 2.57 ng 97235  Chrysene-d12 14.121
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, butyl trans-2-methy... 298 C17H3004 1000324-74-6 64
3 Adipic acid, butyl cyclohexyl ester 284 C16H2804 1000324-25-9 64
4 Adipic acid, butyl 3-heptyl ester 300 C17H3204 1010353-64-9 64
5 Adipic acid, butyl 3-hexyl ester 286 C16H3004 1000353-62-3 56
Abundance Scan 1833 (12.868 min): BF126817.D\data.ms (-1830) (- m/z 185.05 100.00%
129.0 185.1
5000
570 aenll U,
‘ ‘ 991 2259-1 12.50 13.00
0 “ﬁ‘kw‘t | M‘M““w“n“\‘ o m/z 129.00  93.35%
m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
i R
5000 e e
12.50 13.00
m/z 57.00  28.26%

41.0 259.0
T ‘\ ‘\“ ““\ \ \ \ } ‘\ “ “\ T ‘ T T T T ‘ { LI ’ LI \3‘6\]-.\'
miz-> 100 150 200 250 300 350
Abundance #196872. Adipic acid, butyl trans-2-methylcyclohexyl este
129.0

185.0
12. 50 13 00
5000 m/z 41.85 23.31%
55.0
m/z--> 100 150 200 250 300 350
Abundance #178604: Adipic acid, butyl cyclohexyl ester e
129.0 12. 50 13.00

m/z 111.00 16.42%

185.0
5000
410 830
‘hh\‘ u\‘\\ " [

m/z--> 50 100 150 200 250 300 350 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1,4-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.751 5.03 ng 190012  Chrysene-di2 14.121
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 62
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
3 4-Bromobutyric acid, 3-methylbut... 236 C9H17Br02 1000354-68-4 37
4 1-(2-Hydroxymethylpyrrolidin-1-y... 143 C7H13NO2 1000192-83-2 25
5 Dimethylmalonic acid, monochlori... 262 C13H23Cl03 1000361-64-8 25
Abundance Scan 2153 (14.751 min): BF126817.D\data.ms (-2149) (-} | m/z 70.10 100.00%
70.1
5000 149.0
261.1
—5 =
| h h 1&’ ‘ 203.2 14.50 15.00
‘Jp‘ pin “““““““ L m/z 149.00 45.42%
miz-> 50 150 200 250 300 350
Abundance #295782: 1,4-Benzened|carboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 145 1500
' 261.0 ; :
m/z 112.10  39.81%
e Ll
\“\\‘\‘“‘\\“‘\\\‘\‘\‘\\\‘\\\\‘\‘\‘\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 A -
167.0 261.0 14.50 15.00
5000 m/z 261.15 36.45%
“ h 1] ‘ 2050 | 3040 3610
““‘ B B A BRI S R e
m/z--> 100 150 200 250 300 350
Abundance  #119120: 4-Bromobutyric acid, 3-methylbutyl ester —— ——
70.0 14.50 15.00
m/z 57.05 30.59%
5000 149.0 Mu
274 jgoe0 L t9%0 S
m/z--> 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020422\
Data File : BF126817.D

Acqg On : 04 Feb 2022 18:05
Operator : CG/JU

Sample : N1381-10

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.299 13.0 ng 592302 1 6.945 908888 20.0
2-Ethylhexyl me... 9.575 2.2 ng 145025 3 9.986 1342240 20.0
Pentadecanoic a... 11.863 8.2 ng 548744 4 11.480 1346180 20.0
9,12-Octadecadi... 12.551 20.6 ng 1384340 4 11.480 1346180 20.0
(Z)-15-Octadece... 12.574 57.2 ng 3850880 4 11.480 1346180 20.0
Butyl citrate 12.868 2.6 ng 97235 5 14.121 755540 20.0
1,4-Benzenedica... 14.751 5.0 ng 190012 5 14.121 755540 20.0
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